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The open circuit voltage (Voc) of organic photovoltaic cells (OPVs) is an important
parameter in terms of OPV performance. In the present work, we check that its value
depends on the energy difference between the Lowest Unoccupied Molecular Orbital
of the electron acceptor (LUMOA) and the Highest Occupied Molecular Orbital of the
donor (HOMOD). The electron acceptor is the fullerene, while the electron acceptors
are used as parameter. The results show that Voc increases with the value of
Δ(LUMOA–HOMOD). However, for some molecules, this increase is not linear, which
shows that other parameters are also determinant.
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